Chemical structure of the title compound. Table 2 , and selected bond lengths, bond angles and torsion angles are listed in Table 3 .
This X-ray analysis reveals that half of the formula unit is crystallographically independent, and that 1 has a planar conformation with a maximum deviation of 0.04 Å for C(8) among all non-hydrogen atoms. The diyne unit shows linearity with the C≡C-C angles [C(2)-C(7)-C(8) = 176.7(5)˚ and C(7)-C(8)-C(8*)(-x-1, -y-1, -z+2) = 179.7(7)˚]. The bond lengths of C(2)-C(7), C(7)-C(8), and C(8)-C(8*)(-x-1, -y-1, -z+2) are 1.424(5), 1.210(6), and 1.374(8)Å, respectively. They are typical bond lengths for 1,4-bis(aryl)-1,3-butadiyne. 5 The other bond lengths and bond angles are within the expected ranges. Interestingly, the configuration of the substituents between the terminal benzene rings is transoid. The array would be led by intermolecular interactions. Thus, in the packing diagram, the neighboring molecules are packed close to each other by van der Waals interactions [I(1)···I(1′)(-x, -y-1, -z+2) = 4.0529(5)Å]. The molecules almost form a plane. We could not observe effective π-π interactions between the layers [C(2)···C(4)(-x-1, -y, -z+1) = 3.725(6)Å]. Fig. 3 Packing diagram of the title compound. The I···I van der Waals interactions are shown by the dashed lines. Table 2 Atomic coordinates and equivalent isotropic thermal parameters (Beq) Beq = (8/3)π 2 (U11(aa*) 2 + U22(bb*) 2 + U33(cc*) 2 + 2U12(aa*bb*)cos + 2U13(aa*cc*)cos + 2U23(bb*cc*)cos ).
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x y z Beq(Å 2 ) α β γ Table 3 Selected bond lengths (Å), bond angles (˚) and torsion angles (˚) Symmetry operation: (*) -x-1, -y-1,-z+2
